Key indicators: single-crystal X-ray study; T = 273 K; mean (C-C) = 0.005 Å; R factor = 0.049; wR factor = 0.138; data-to-parameter ratio = 9.9. organic compounds o84 Zhao et al.
In the title molecule, C 12 H 13 N 3 O, the phenyl and the pyrazole rings make a dihedral angle of 7.5 (2) . Intermolecular N-HÁ Á ÁO hydrogen bonds involving the amino group link the molecules into a three-dimensional framework.
Related literature
For a related structure, see: Wang et al. (2003) . For applications of pyrazolone derivatives, see: Hodnett et al. (1972) . Mo K radiation = 0.09 mm À1 T = 273 (2) K 0.15 Â 0.12 Â 0.08 mm
Experimental

Crystal data
Data collection
Bruker SMART CCD area-detector diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1996) T min = 0.987, T max = 0.993 7064 measured reflections 1448 independent reflections 960 reflections with I > 2(I) R int = 0.049 Refinement R[F 2 > 2(F 2 )] = 0.049 wR(F 2 ) = 0.138 S = 1.03 1448 reflections 147 parameters H-atom parameters constrained Á max = 0.15 e Å À3 Á min = À0.17 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: SMART (Siemens, 1996) ; cell refinement: SAINT (Siemens, 1996) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 1997a) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 1997a); molecular graphics: SHELXTL (Sheldrick, 1997b) ; software used to prepare material for publication: SHELXTL. the title compound.
All geometric parameters in the title molecule ( Fig. 1 ) are in good agreement with those found in N-(1,5-dihydro-1phenyl-3-methyl-4-benzoyl)-3-chloroaniline (Wang et al., 2003) . The benzene and the pyrazole rings make a dihedral angle of 7.5 (2)°. Intermolecular N-H···O hydrogen bonds involving the amino group link the molecules into a three-dimensional framework (Fig. 2) .
Experimental 3-Amino-1-phenyl-5-pyrazolone (0.175 g, 1 mmol) was added to acetone (20 ml), and the mixture was stirred under reflux at 343 K for 6 h. The solution was allowed to cool to room temperature and filtered. Orange crystals suitable for X-ray diffraction study were obtained after 7 d (yield 0.172 g, 80%; m.p. 370-372 K). Analysis found: C 66.90, H 7.02, N 19.48%; C 12 H 13 N 3 O requires: C 66.96, H 6.09, N 19.52%.
Refinement
H atoms were positioned geometrically (C-H = 0.93 − 0.96 Å and N-H = 0.86 Å) and refined as riding, with U iso (H) = 1.5U eq (C methyl ) and U iso (H) = 1.2U eq (N and C aromatic ). In the absence of significant anomalous scattering effects, Friedel pairs were averaged. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq O1 0.42250 (10) 
